In the title compound, C 10 H 10 ClN 3 O 3 , the side chain is oriented nearly perpendicular to the mean plane of the indazole ring system. In the crystal, complementary sets of O-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds form chains of molecules stacked along the a-axis direction
Structure description
Indazoles and their derivatives have gained considerable importance in medicinal chemistry in view of their promising pharmacological properties (Caron & Vazquez, 1999; Yeu et al., 2001) . Substituted indazoles are especially important sub-structures and these compounds are present in numerous pharmacophores including antitumor, antiplatelet, anti-viral and anti-microbial agents (Abbassi et al., 2014) .
In the title compound ( Fig. 1) , the indazole moiety is planar with an r.m.s. deviation of 0.0046 Å . The C1-N1-C8-C9 torsion angle of À81.0 (2) indicates that the side chain is close to perpendicular to the indazole plane. In the crystal, inversion-related O3-H3Á Á ÁN2 i hydrogen bonds form dimers enclosing R 2 2 (12) rings (Table 1 and Fig. 2 ). Nonclassical C2-H2Á Á ÁO ii hydrogen bonds also form inversion dimers and R 2 2 (10) rings. These contacts combine to link molecules in a head-to-tail fashion into chains along the caxis direction. Additional C10-H10AÁ Á ÁO3 iii hydrogen bonds link adjacent chains, stacking molecules along the a-axis direction (Table 1 and Fig. 3 ).
Synthesis and crystallization
To a solution of 6-nitroindazole (0.01 mol, 0.5 g) in tetrahydrofuran (40 ml), was added potassium bicarbonate (0.02 mol, 2.76 g), 2-(chloromethyl)oxirane (0.02 mol, 1.2 ml) and tetra n-butylammonium bromide (0.001 mol, 0.16 g). The reaction mixture was stirred at data reports room temperature for 48 h. The solution was filtered and the the solvent removed under reduced pressure. The residue obtained was chromatographed on a silica-gel column using hexane and ethyl acetate (80/20) as eluents to afford the title compound as yellow plate-like crystals.
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 .
Figure 3
Molecules stacked along the a-axis direction by O-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds shown as red and black dashed lines, respectively. Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz; (ii) Àx þ 1; Ày þ 1; Àz þ 1; (iii) x À 1; y; z.
Figure 1
The title molecule with labeling scheme and 30% probability ellipsoids.
Figure 2
Chains of molecules formed along c by O-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds shown as red and black dotted lines, respectively. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.43 e Å −3 Δρ min = −0.19 e Å −3
Special details
Experimental. The diffraction data were obtained from 3 sets of 400 frames, each of width 0.5° in ω, colllected at φ = 0.00, 90.00 and 180.00° and 2 sets of 800 frames, each of width 0.45° in φ, collected at ω = -30.00 and 210.00°. The scan time was 20 sec/frame. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Hatoms attached to carbon were placed in calculated positions (C-H = 0.95 -0.98 Å) while that attached to oxygen was placed in a location derived from a difference map and its coordinates adjusted to give O-H = 1.00 %A. All were included as riding contributions with isotropic displacement parameters 1.2 -1.5 times those of the attached atoms.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (14) 0.0437 (9) 0.0053 (11) −0.0071 (9) 0.0086 (9) C1 0.0427 (9) 0.0418 (8) 0.0436 (9) 0.0066 (7) 0.0001 (7) 0.0048 (7) C2 0.0517 (10) 0.0478 (9) 0.0445 (9) 0.0037 (8) 0.0037 (7) 0.0088 (7) C3 0.0599 (11) 0.0582 (11) 0.0402 (9) 0.0097 (9) −0.0023 (8) 0.0034 (8) C4 0.0656 (13) 0.0588 (12) 0.0537 (11) −0.0032 (9) −0.0113 (9) −0.0031 (9) C5 0.0633 (12) 0.0480 (10) 0.0610 (11) −0.0078 (9) −0.0014 (9) 0.0060 (9) C6 0.0517 (10) 0.0420 (9) 0.0497 (9) 0.0027 (7) 0.0008 (8) 0.0090 (7) C7 0.0695 (13) 0.0491 (10) 0.0534 (10) −0.0038 (9) −0.0020 (9) 0.0176 (8) C8 0.0400 (9) 0.0514 (10) 0.0482 (9) −0.0030 (7) −0.0009 (7) 0.0090 (7) C9 0.0427 (9) 0.0503 (9) 0.0421 (8) −0.0029 (7) 0.0003 (7) 0.0115 (7) C10 0.0515 (11) 0.0519 (10) 0.0613 (11) −0.0042 (8) 0.0070 (9) 0.0092 (8) Geometric parameters (Å, º) 
